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ADME-Tox properties are very important in pharmaceutical research, determining the fate 
of many molecules in the drug design sequence. Knowledge of ADME-Tox properties in 
the earliest stages of drug design is therefore highly desirable. The aim of this investigation 
is to construct low throughput in silico models in which ADME-Tox properties of single 
compounds are predicted with high accuracy using quantum chemical descriptors. 
A new program was developed that meets the requirements to select stable, robust and 
interpretable models with a great predictive power. The program can systematically select 
the optimal subset of a user specified number of descriptors among a large set of descriptors 
or use a genetic algorithm. All necessary regression and internal and external validation 
techniques are available. The only constraint on the obtained models is that we can attach a 
physico-chemical meaning to the model, in order to get chemical insight into the key 
features that determine whether a molecule is active or not. 
With this program, we were able to obtain a satisfactory model for the blood-brain barrier 
problem using quantum chemical descriptors.1,2 
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